C 8 H 8 N 2 O4, monoclinic, P21/c (no. 14), a = 7.8936(7) Å,
CCDC no.: 1867919
One of two crystallographic independent molecules of the title crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
The title compound was prepared by nitration reaction of o-xylene. It is recrystallized from the ethyl acetate solution at room temperature to give colourless crystal for single-crystal X-ray diffraction.
Experimental details
The coordinates of H-atoms at the benzene ring and methyl group were refined with the C-H distance fixed to 0.95 and 0.98 Å, respectively and constrained to ride on their parent atoms, with U iso (H) = 1.2 times Ueq(C). There is a disorder at the nitro group N1B (Table 2) .
Comment
A nitrating mixture comprising sulfuric acid and fuming nitric acid produce approximately equal amount of isomer mixtures involving 3-nitro-o-xylene and 4-nitro-o-xylene [4] [5] [6] . Mixed-acid nitration systems are corrosive and used in excess often lead to overnitration or to oxidized by-products. Here we report the crystal structure of a significant by-product, 1,2-dimethyl-3,4-dinitrobenzene. The title compound was separated from the reaction mixture and the structure was characterized. (cf. the figure) .
Two crystallographically independent, 1,2-dimethyl-3,4-dinitrobenzene molecules are present in the asymmetric unit. The two rings are approximately planar as expected. Owing to space steric effect, the dihedral angle of the nitro groups and their parent rings are 12.4°(N1A/O1A,O2A), 83.1°(N2A/O3A,O4A), 3.9°(N1B/O1B,O2B), 14.3°(N1Y/O1Y,O2Y) 88.2°(N2B/O3B,O4B), respectively. The geometric parameter are in accord with those in the isomer 1,2-dimethyl-3,5-dinitrobenzene [7] and a structurally related trimethyl compound [8] .
